LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024059.D

Aca On : 21 Sep 2016 17:43

Operator : UM/SJ

Sample : H4820-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.922 9 14 28 rVB 2814617 4349207 100.00% 13.180%
2 5.119 382 388 397 rBV2 215867 357623 8.22% 1.084%
3 5.601 464 470 484 rVB 1103133 1819288 41.83% 5.513%
4 7.222 739 746 759 rBV 1202471 2186706 50.28% 6.627%
5 7.586 800 808 818 rBY 1166024 2105658 48.41% 6.381%
6 8.050 877 887 898 rVB 274057 481761 11.08% 1.460%
7 8.374 935 942 950 rBV 872818 1509301 34.70% 4_.574%
8 9.231 1078 1088 1100 rBV 804098 1476538 33.95% 4_475%
9 10.882 1362 1369 1377 rBV 381432 682391 15.69% 2.068%
10 13.337 1778 1787 1795 rBVY 2132883 3250198 74.73% 9.849%

11 14.172 1922 1929 1935 rBV 451787 680613 15.65% 2.063%
12 14.724 2015 2023 2030 rBV 648136 989040 22.74% 2.997%
13 16.228 2273 2279 2291 rBV 1779439 2772679 63.75% 8.402%
14 16.416 2306 2311 2320 rBV5 39670 92800 2.13% 0.281%
15 17.209 2441 2446 2449 rBV3 49615 71840 1.65% 0.218%

16 17.491 2486 2494 2498 rBV 711942 1124971 25.87% 3.409%
17 17.532 2498 2501 2507 rVB 263903 371989 8.55% 1.127%

18 17.949 2569 2572 2576 rVB2 40672 44453 1.02% 0.135%
19 18.219 2615 2618 2623 rBV7 35916 61436 1.41% 0.186%
20 18.307 2629 2633 2638 rBVS 31593 54377 1.25% 0.165%

21 18.366 2638 2643 2648 rVV2 263609 423826 9.74% 1.284%
22 18.419 2649 2652 2659 rVB2 71858 121388 2.79% 0.368%
23 18.566 2672 2677 2681 rBV5 66198 130789 3.01% 0.396%
24 19.100 2764 2768 2772 rBV7 31216 64574 1.48% 0.196%
25 19.276 2795 2798 2800 rBvV4 68934 76041 1.75% 0.230%

26 19.547 2840 2844 2850 rVB 467951 675247 15.53% 2.046%
27 19.641 2856 2860 2867 rBV10 70376 131037 3.01% 0.397%
28 19.911 2902 2906 2913 rVB 373689 534185 12.28% 1.619%
29 20.099 2933 2938 2944 rVB 3276425 4208955 96.78% 12.755%
30 21.797 3221 3227 3232 rBV2 699527 1339674 30.80% 4_.060%

31 25.145 3792 3797 3807 rVvB2 308078 810030 18.62% 2.455%

Sum of corrected areas: 32998615
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\

Data File : BG024059.D

Aca On : 21 Sep 2016 17:43

Operator : UM/SJ

Sample : H4820-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024059.D

Aca On : 21 Sep 2016 17:43

Operator : UM/SJ

Sample : H4820-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown2.92 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.92 180.56 ng 4349210 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 14 (2.922 min): BG024059.D (-9) (-) m/z 73.05 100.00%
73 ?
5000 43
2.90 3.00 3.10 3.20 3.30
o! ot L?Q 100 A5T 193 228 26 02 422452484 Ty/7 43.05 50.76%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4788: Propane, 2,2-dimethoxy-
73
so00] 43
2.90 3.00 3.10 3.20 3.30
m/z 89.05 36 .48%
0 ”'lI”"I'”'I'”'I"”I"'W""P"'P"'I”"
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
89 2.90 3.00 3.10 3.20 3.30
5000| 18 m/z 41.05 9.37%
L S L L U L L UL WL B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #855: 1-Propanol, 2-methyl-
43 2.90 3.00 3.10 3.20 3.30
m/z 45.05 8.40%
5000
74
0 ”'!“L"I'”'I'”'I"”I"'W""P"'P"'I”"
mz-> 0 50 100 150 200 250 300 350 400 450 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024059.D

Aca On : 21 Sep 2016 17:43

Operator : UM/SJ

Sample : H4820-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown5.12 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.12 14.85 ng 357623 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Ether. hexvl t-butvl 158 C10H220 069775-79-7 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 388 (5.119 min): BG024059.D (-382) (-) m/z 43.05 100.00%
5000
as 250 5h0 520 50 |
Ol 08 133158 189 220 278 S| m/z 59.05  66.67%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN SR LSS AR

480 5.00 520 5.40
m/z 101.05 19.93%

15 ‘ 101
0 ‘M\\\ \‘
L o e B L o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
RN e R A EEREE
4.80 5.00 5.20 5.40
5000 m/z 58.05 13.06%
101
15
69
O T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #29624: Ether, hexyl t-butyl
59 4.80 5.00 5.20 5.40
m/z 41.05 11.21%
5000
27 85 143
O+ ..‘.,....‘,....,....,....,....,....,....,....
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024059.D

Aca On : 21 Sep 2016 17:43

Operator : UM/SJ

Sample : H4820-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.59 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

7.59 87.42 ng 2105660 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
4 Cvclopropanamine. 1-phenvl- 133 C9H1IN 1000351-26-2 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10

Abundance Scan 809 (7.592 min): BG024059.D (-800) (-) m/z 132.05 100.00%
132
68
5000
a0 | % 720 740 7.60 7.80 8.00
0 LA 208 26 8 e m/Z  68.05  58.29%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 SRR RN AR RS
7.20 7.40 7.60 7.80 8.00
m/z 66.05 40.33%
og 63 104
o e B O
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
720 740 7.60 7.80 8.00
5000 6 m/z 134.05 30.85%
31 101
O e R A e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- S R R R
132 720 7.40 7.60 7.80 8.00

m/z 69.05 25.83%

5000
104
39
Ol“'L} T'l' SRS SN SN SRR SN SN SN SRR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024059.D

Aca On : 21 Sep 2016 17:43

Operator : UM/SJ

Sample : H4820-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.37 7.53 ng 423826 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Undecanoic acid 186 C11H2202 000112-37-8 46
Abundance Scan 2644 (18 372 min): BG024059.D (-2638) (-) m/z 192.00 100.00%
192
5000
927256 1500 1850 1840 1860 1
283 . : : :
0‘ 317 355 396 432 477 527 /7 7305 96 98
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43
5000 256
129 18.00 18.20 18.40 18.60
213 m/z 60.00 83.58%
H 157185
OII“IH\ HH ‘“‘Hll“”::‘::‘::::|||||||||||||||||||||||||
miz--> 0 5 100 150 200 250 300 350 400 450 500
Abundance
73
18.00 18.20 18.40 18.60
soo0l 43 129 m/z 41.05 70.84%
185
228
101 157
O v+ e e e e
miz--> 0 éo 160 1éo 260 250 360 3%0 460 4%0 560
Abundance #95851: Pentadecanoic acid e ERREE S

18.00 18.20 18.40 18.60
m/z 43.05  68.50%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 00 18. 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024059.D

Aca On : 21 Sep 2016 17:43

Operator : UM/SJ

Sample : H4820-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Phenanthrene, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.16 ng 121388 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 76
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 76
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 76
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 76
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 76
Abundance Scan 2652 (18.419 min): BG024059.D (-2649) (-) m/z 192.05 100.00%
192
5000
39 67 97 134 16 219 270301 335366 412 448 522 1620 18.40 18,60 18.60
o} B m/z 191.05 58.41%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54747: Phenanthrene, 3-methyl-
192
5000
18.20 18.40 18.60 18.80
m/z 188.95 23.28%
o 27 63 % 126 165
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
192
18.20 18.40 18.60 18.80
5000 m/z 193.05 15.14%
165
ol 39 8 115
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54737: Anthracene, 9-methyl- e
192 18.20 18.40 18.60 18.80
m/z 190.05 15.08%
5000
96
28 63 | 126 s
mz-> 0 5'0 1(')0 1&1;0 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024059.D

Aca On : 21 Sep 2016 17:43

Operator : UM/SJ

Sample : H4820-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.57 2.33 ng 130789 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 1H-Pvrazole-4-carboxaldehvde. 1-... 190 C10H7FN20 1000338-05-6 47
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
4 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 47
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 25

Abundance Scan 2678 (18.572 min): BG024059.D (-2672) (-) m/z 190.00 100.00%
190
5000
69 18.20 18.40 18.60 18.80
245 308 340 . . : :
o 220 279 378 431 466 /7 189 05 a4 730
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 18.20 18.40 18.60 18.80
m/z 191.00 39.14%
ol 3963 \‘\ 137163 |
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance
190
o 18.20 18.40 18:60 18.80
5000 m/z 192.00 27 .80%
5 134
33 161
e S L U U L UL WL BRI B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #52976: 2,3,5,6-Tetramethylterephthalaldehyde
39 190 18.20 18.40 18.60 18.80
m/z 94.85 24 .03%
91
5000 65, | 115 161
0 |"“v|"JJ|"”|""|""|""|'”'|""|""| NS SRR UL I
m/z--> 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024059.D

Aca On : 21 Sep 2016 17:43

Operator : UM/SJ

Sample : H4820-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Pentadecanoic acid, 14-bromo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.64 2.33 ng 131037 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-bromo- 320 C15H29Bro2 074685-41-9 64
2 1.3-Butanedione. 4.4.4-trifluoro... 222 C8H5F302S 000326-91-0 35
3 9.13-Pentadecadien-2-one. 6.10.1... 264 C18H320 031138-32-6 27
4 1.5-Anhvdro-1-rhamnitol 148 C6H1204 1000129-02-4 27
5 n-Decanoic acid 172 C10H2002 000334-48-5 27
Abundance Scan 2860 (19.641 min): BG024059.D (-2856) (-) m/z 55.05 100.00%
5000
218 N —
250 285 322 373 409 19.40 19.60 19.80 20.00
(o} m/z 43.05 94 _.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #160908: Pentadecanoic acid, 14-bromo-
55
5000 L BRI UL BRI BUL
19. 40 19. 60 19. 80 20. oo
m/z 73.05 93.30%
(o]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
"' 10/40 1960 19.80 20.00
5000 111 153 m/z 60.05 81.53%
39 222
0 189
m/z--> sb 160 1éo 200 250 300 3éo 460 4%0 560 séo
Abundance #114274: 9,13-Pentadecadien-2-one, 6,10,14-trimethyl-, (E)- N R Bam s s S L
43 19.40 19.60 19.80 20.00
m/z 69.05 76.76%
5000
221
80 121
L e | 2
o e o R = = SIS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1940 1960 1980 2000

8270-BG083116.-M Thu Sep 22 18:53:19 2016 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092116\
Data File : BG024059.D

Acq On : 21 Sep 2016 17:43

Operator : UM/SJ

Sample - H4820-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown2 .92 2.92 180.6 ng 4349210 1 8.05 481761 20.0
unknown5.12 5.12 14.9 ng 357623 1 8.05 481761 20.0
unknown? .59 7.59 87.4 ng 2105660 1 8.05 481761 20.0
n-Hexadecanoic acid 18.37 7.5 ng 423826 4 17.49 1124970 20.0
Phenanthrene, 3-m... 18.42 2.2 ng 121388 4 17.49 1124970 20.0
4H-Cyclopenta[def... 18.57 2.3 ng 130789 4 17.49 1124970 20.0
Pentadecanoic aci... 19.64 2.3 ng 131037 4 17.49 1124970 20.0
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